Qualitative Analysis Report

Data Filename  TOX21_400034_TMS 1.D Sample Name NCGC Tox21_400034 from I18 SP109717
Position -46 Instrument Name 5975C_MR
User Name Kirill Acq Method B1_28-0_2_520_mt384_sndv.M

User Chromatograms

10 6 |+ TIC Scan TOX21_400034_TMS 1.D

1.2 21.058 1
14

0.8-

0.6-

0.4-

O-ZL‘ 15.524
0- | |

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
8 21.053
6
4,
21 15.520
uL . L y.
O,

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)

MW Confirmed, Purity>90%

PubClhem C')‘ CH, %
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http://pubchem.ncbi.nlm.nih.gov/summary/summary.cgi?sid=144213995

Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x102 |+ Scan (7.378-7.436 min, 11 Scans) TOX21_400034_TMS 1.D Subtract

63.0

5 78.0

2 45.0
35.0

1 | | 729 94.0 1050 101
i |.|‘. |‘||I| L | ! | ! _

115.0 |
0 Ll ‘ ||‘|||||. ‘ ‘

20 30 40 50 60 70 8 90 100 110 120 130 140
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

x10 4 |+ Scan (7.476-7.569 min, 17 Scans) TOX21_400034_TMS 1.D Subtract

21 126.0
1.75
1.5-
1.25
1 69.0
0.75- 8.0 173.0
0.5- 45.0 61.0
28.0

0.25- 56.0
0 15.0 1 I ‘||||I | Ll 1l 85.9 96|.9 1 114.0 | 144-9 15§.O

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x10 4 |+ Scan (7.950-8.066 min, 21 Scans) TOX21_400034_TMS 1.D Subtract
1.4
1.2
1
0.8+
0.6
0.4+ 73.0

0.2 45.0 100.0 149.0

0 N ! |||| il |....| | | 119.9 16|90 198.0 216.0

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

61.0
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 3 |+ Scan (15.501-15.611 min, 20 Scans) TOX21_400034_TMS 1.D Subtract
165.0
4
135.0
3,
63.0
21 82,0 77.0 89.0
39.0 ’ [
1 30.0
‘ ‘ ‘ ‘ 105.0
. 152.0
0 18.0 ||‘ || !II | | L ‘I| ||| . I“ |‘| 11 l| ||ll 12:1 0 || | |

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x10 4 |+ Scan (21.027-21.114 min, 16 Scans) TOX21_400034_TMS 1.D Subtract

313.3
75.0

5] 43.1 103.0

1 29.1

0 [ .‘..u. ...I.|I .|..I. |, 1290 1571 1851 227.2 2552 297.2 |

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400034_TMS 2.D Sample Name
41 Instrument Name

Position

User Name Long Acq Method

User Chromatograms

NCGC Tox21_400034 from B17 SP109729
5975C_MR
C1_28-0_2_520_mt384_sndv.M

x10 6

1.6
1.4-
1.2-

0.8+
0.6
0.4+
0.2+

+ TIC Scan TOX21_400034_TMS 2.D

15.507

.9.339 11.788

!

21.041

I

8 9 10 11 12 13 14 15

16

17

18 19 20 21
Counts vs. Acquisition Time (min)

22 23 24 25 26 27

GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
21.036

15.503

11 ) 9336

L

8 9 10 11 12 13 14 15

16

17

18 19 20 21
Response Units vs. Acquisition Time (min)

22 23 24 25 26 27
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.372-7.459 min, 16 Scans) TOX21_400034_TMS 2.D Subtract

0 ‘ ‘ ‘ ‘ 1 f L ‘ ‘ 1 T ‘
20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

410 4 |+ Scan (7.459-7.568 min, 20 Scans) TOX21_400034_TMS 2.D Subtract
5| 126.0
4
3,
69.0
2 .
—alo 173.0
1 28.0 ped a1
20 40 60 80 100 120 140 160 180 200 220 240

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x103 |+ Scan (7.754-7.806 min, 10 Scans) TOX21_400034_TMS 2.D Subtract
1.2
1,
0.8+
0.6
0.4
0.2

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 4
4
3.5
3
2.5
2,
1.5
1,
0.5

0

+ Scan (7.933-8.060 min, 23 Scans) TOX21_400034_TMS 2.D Subtract

61.0

73.0

149.0
100.0

45.0
‘ 86.0 ‘ ‘ 132.0 169.0

198.0 216.0 245.0

80 100 120 140 160 180 200 220 240

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x10 3
2,

1.751
1.5
1.251
1
0.75
0.5
0.25-

+ Scan (8.558-8.656 min, 18 Scans) TOX21_400034_TMS 2.D Subtract
75.0

127.0

170.1

26.9

45.0
59.0

98.9
Ll

142.0

0

|||, Lt ol |
; 1 ;

20 40 60

80

100

L A Al 872

120 140 160 180 200 220 240 260 280 300
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"

x10 3
1.6

1.4
1.2

14
0.8
0.6
0.4-

021459

45.0

s

28.0

57.9
|1‘|

+ Scan (9.287-9.420 min, 24 Scans) TOX21_400034_TMS 2.D Subtract

73.0

105.0

162.9

119.0 135.0 188.0

88.0
1y | | I‘I | | u ‘ |

0 ‘

20 40

60

80

100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x10 3 |+ Scan (11.763-11.850 min, 16 Scans) TOX21_400034_TMS 2.D Subtract
| 61.0

3,

2.5
2,

1.54
14

0.5 42.0 184.9
o 270 |}, |‘69‘-0 88.0 119.9 148.0 171.9 233.0

L 1 | L 1 1 L
20 40 60 80 100 120 140 160 180 200 220
Counts vs. Mass-to-Charge (m/z)
Spectrum Source
Peak (8) in "+ TIC Scan"
x103 |+ Scan (15.484-15.582 min, 18 Scans) TOX21_400034_TMS 2.D Subtract
84 165.0
135.0
6,
4,
52.0 630 77.0 g9
39.0 |
2] ‘ 105.0
: 182.0
152.0

0 y 180 ||I .|‘I|| 1 | || ‘|||||. - I|| |I‘| 11 !|.. .|||| 11.8‘0 ||. 1 | |

1
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (9) in "+ TIC Scan"

<10 4 |+ Scan (21.009-21.102 min, 17 Scans) TOX21_400034_TMS 2.D Subtract
81 313.3

6 75.0

3 43.1 103.0

Gl W WA
0 ‘ | Al .|||‘| I|||||I‘||||.||.I‘|| || L 1571 185.1 227.2 255.2 297.3 |

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400034_TMS 3.D Sample Name

Position 92 Instrument Name 5975C_MR

User Name Long Acq Method

User Chromatograms

NCGC Tox21_400034 from D20 SP109729

C1_28-0_2_520_mt384_sndv.M

10 6 |+ TIC Scan TOX21_400034_TMS 3.D
1.6 |
1.4
1.2

0.8
0.6
0.4+
0.2

04 V..

5.51

8 9 10 11 12 13 14 15 16

17 18 19 20 21

Counts vs. Acquisition Time (min)

22 23 24 25 26 27

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...

2 15.503

11 9334 UJL

21.035

8 9 10 11 12 13 14 15 16

17 18 19 20 21

22 23 24 25 26 27

Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.366-7.464 min, 18 Scans) TOX21_400034_TMS 3.D Subtract
6 147.0

3 73.0

] 45.0 64.0
1 29.0 1p3-0 1330 |
|

0 1 ‘||.| . .|‘|||| T ‘ N 169.9 |

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

1911
|

Spectrum Source
Peak (2) in "+ TIC Scan"

x104 |+ Scan (7.476-7.569 min, 17 Scans) TOX21_400034_TMS 3.D Subtract

° 5
54 [

69.0
2 78.0
45.0 61.0

28.0
o150 | ‘\H‘ W ‘ 158.0 188.0 241.9

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

173.0

97.0
|

Spectrum Source
Peak (3) in "+ TIC Scan"

x103 |+ Scan (7.754-7.800 min, 9 Scans) TOX21_400034_TMS 3.D Subtract
1.4

1.2
14

75.0

129.0
0.8 157.1

0.6

0.4

0.2+
0

172.0

15.0 29.0 | 610 100.9 1429
L.l ] “H\‘\‘ pul hw [N \‘H;M | “ ) | | Min ) 1889 24“'21

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 4 |+ Scan (7.933-8.066 min, 24 Scans) TOX21_400034_TMS 3.D Subtract

3.5
3,
25
2,
1.5
‘I,
0.5

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x102 |+ Scan (8.066-8.141 min, 14 Scans) TOX21_400034_TMS 3.D Subtract
6 73.0
5,
4 147.0
3,
131.9
f . 450 °10 99.9 169.9 o
0l | J 0, ‘91‘\.9‘“ 11‘\?.“9 Ll I h‘ ‘J ‘\‘ | oy | | | 2??'1
20 40 60 80 100 120 140 160 180 200 220 240 260

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"

x10 3 |+ Scan (8.570-8.662 min, 17 Scans) TOX21_400034_TMS 3.D Subtract
2
1.754
1.5+

105 170.1
| 127.0 55.0

0.751

0.51 45.0

0251 18,0 28.0 ||||| 5810 849 990 4109
1Ll L I

75.0

142.0

187.9
0 I | .|||..||I|. [P 1 T | | | | I

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x10 3 |+ Scan (9.293-9.397 min, 19 Scans) TOX21_400034_TMS 3.D Subtract
2 73.0
1.5
105.0
1
163.0
> #e.0 134.9
58.9 4.
0 160 29,0 ||||| H | H\ 87.p il 11\?.9 ‘ 147.0 189.1
1 1 1 1 L 11 1 L Lo | 1 L I
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (8) in "+ TIC Scan"

x103
3,
2.5
2,
1.5
14
0.5

+ Scan (11.752-11.833 min, 15 Scans) TOX21_400034_TMS 3.D Subtract
61.0

42.0

16.0 28.0 116.0 1471

0

| ‘|.lu
40

20 100 120 140 160 200 220
Counts vs. Mass-to-Charge (m/z)

80 180

Spectrum Source
Peak (9) in "+ TIC Scan"

x10 3

+ Scan (15.484-15.594 min, 20 Scans) TOX21_400034_TMS 3.D Subtract
165.0

135.0

520 %0 770 ge0
39.0

105.0 182.0

152.0 |

‘.. Al ), 1210 g 1520
80 90 100 110 120 130 140 150 160
Counts vs. Mass-to-Charge (m/z)

o | Lol ]
20 30 40 50 60 70 170 180 190
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Qualitative Analysis Report

Spectrum Source
Peak (10) in "+ TIC Scan"

x104 |+ Scan (21.015-21.108 min, 17 Scans) TOX21_400034_TMS 3.D Subtract
313.3

75.0

3 43.1 103.0

1,
29|‘I ||I. .||L| I|||| ||.|.|| ||.I|| |.| 129.0 157.1 185.1 213.2 2412 269.2 297.3 |

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400034_TMS 4.D Sample Name NCGC Tox21_400034 from D22 SP109738
Position 94 Instrument Name 5975C_MR
User Name Long Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

10 6 |+ TIC Scan TOX21_400034_TMS 4.D

1.4-
1.2

0.8
0.6
0.4+
0.2+

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)

x10 6 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
14 21.047

0.8+
0.6

0.4+

15.517
T | |

0.2

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.268-7.337 min, 13 Scans) TOX21_400034_TMS 4.D Subtract

1.754 79.0

1.5+

1.251 94.0

i 63.0

0.75-

0.5 45.0

0.95 15.1 ‘

] 192.1 221.1

0 | . |||.| : ||l| .‘|| ‘\ ,‘\ Ly ‘\ . 1331‘ ‘1700‘ Ll . ‘I . . .
20 40 60 80 100 120 140 160 180 200 220 240 260 280
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

x10 3 |+ Scan (7.389-7.447 min, 11 Scans) TOX21_400034_TMS 4.D Subtract
61 7.1

103.1
11 45.0 66.0 03

191.1
o160 290 100 ] 799 920 117.0 1‘7’?'0 | 169.9 L

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x102 |+ Scan (7.447-7.505 min, 11 Scans) TOX21_400034_TMS 4.D Subtract

7 63.0
61 78.0

41 45.0 120.0 170.1

92.0

5] 29.1

| 18.0

! | ‘ 86.0‘ 99.9 1430 191.9

oLl ‘H\H\ H‘h “\‘ NN IR |

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 4 |+ Scan (7.505-7.597 min, 17 Scans) TOX21_400034_TMS 4.D Subtract

3,
2.5
2,
1.51
1
0.5
0 ‘ ‘ ‘ ‘

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x10 4 |+ Scan (7.945-8.072 min, 23 Scans) TOX21_400034_TMS 4.D Subtract

25| 61.0

2]
1.51

14
0.5+ 100.1 1491

0 R R | | 1200 | 1691 1981 216.1

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"

x10 3 |+ Scan (8.581-8.656 min, 14 Scans) TOX21_400034_TMS 4.D Subtract
1.2 75.0
1,

0.8. 127.0 155.1

0.6+ 170.1

0.4 45.0
142.1
0.2 59.0 85.0
29.1 | || | : 99.0 111.0
0 | I|I‘ |‘||| ‘||l|.‘|. B T | | | ! | L ‘|. | | | ‘| | |
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

188.1
1
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x10 2 |+ Scan (9.316-9.426 min, 20 Scans) TOX21_400034_TMS 4.D Subtract
8- 73.0
6,
105.0
4
163.0
2] 45.0
58.0
271 || si.0 1191 135.1 146.9 188.2

ol 0 by Mg DY | | I

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (8) in "+ TIC Scan"

x10 3

39.0
30.0

520 63.0

+ Scan (15.495-15.605 min, 20 Scans) TOX21_400034_TMS 4.D Subtract

165.1

135.1

771

105.0
| 121 0 152.1 | 18?'1

15.0 II|
20 30 40

0+

50 60 70 80 90

100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (9) in "+ TIC Scan"

x10 4

43.1

29.1

75.1

103.1

..“I.. ||1?91 1571 1852 2132 2412 2713 297.3 |

+ Scan (21.021-21.102 min, 15 Scans) TOX21_400034_TMS 4.D Subtract

313.4

07"—'—'7

20 40 60

--- End Of Report ---
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Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Data Filename  TOX21_400034_TMS 5.D Sample Name NCGC Tox21_400034 from D22 SP109778
Position 94 Instrument Name 5975C_MR
User Name Long Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

10 5 |+ TIC Scan TOX21_400034_TMS 5.D
21.436 1

2- 15.836
19.664 12.115 l L

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
74 21.429

21 15.831

1“ | 9.663 12.108 1

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x10 4 + Scan (7.713-7.806 min, 17 Scans) TOX21_400034_TMS 5.D Subtract
126.0
4
3,
69.0
21 78.0
. 173.0
1 450 61.0
0 56.0

0 150 || 1 ‘l“ |||| Il | 85 9 97|O 114 0 | 14|70 191 1

T 20 30 40 50 60 70 80 90 100 110 120 130 140 150 180 170 180 190

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

x10 3 + Scan (7.997-8.083 min, 16 Scans) TOX21_400034_TMS 5.D Subtract
1.2 126.0
14
69.0
141.0
0.8
0.6 78.0
0.4
57.0
0.2. 28.0 43.0 114.0
1 180 | | H629 96.9 1550 1699
0 ! L n|| 1 WLl A 1
20 30 4 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x10 4
4
3.5
3,
2.5
2,
1.5
14
0.5

o

+ Scan (8.274-8.384 min, 20 Scans) TOX21_400034_TMS 5.D Subtract

61.0

73.0

100.0 149.0

‘ ‘ 120.0 169.0

198.0 216.0

80 100 120 140 160 180
Counts vs. Mass-to-Charge (m/z)

60

200

220 240
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Qualitative Analysis Report

Spectrum Source

Peak (4) in "+ TIC Scan"

x103
1,
0.8+
0.6
0.4

0.2+

+ Scan (8.928-9.003 min, 14 Scans) TOX21_400034_TMS 5.D Subtract

18.0
!

75.0

127.0

45.0

57.0
‘\‘m‘ ‘MH\H‘\‘ Ll

| 85"0 98.9  115.9 |

142.

1551

0
|

170.1

188.1

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Counts vs. Mass-to-Charge (m/z)

Spectrum Source

Peak (5) in "+ TIC Scan"

x10 3

1.2-

14
0.8
0.6
0.4
0.2

+ Scan (9.617-9.727 min, 20 Scans) TOX21_400034_TMS 5.D Subtract

20 30

40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Counts vs. Mass-to-Charge (m/z)

Spectrum Source

Peak (6) in "+ TIC Scan"

x10 3
3.5
3,
2.5
2,

+ Scan (12.076-12.180 min, 19 Scans) TOX21_400034_TMS 5.D Subtract

42.0

61.0

689 880 115.9 146.9

185.0

15.0 27"0 ! “ lu

20

40

|
60 80 100 120 140 160
Counts vs. Mass-to-Charge (m/z)

180

200 220
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x10 3 |+ Scan (15.796-15.877 min, 15 Scans) TOX21_400034_TMS 5.D Subtract
165.0

135.0
63.0

52.0

3 77.0
39.0

89.0

30.0
182.0

1’ ‘ ‘ ‘ 105.0
0 189 ||| ||‘I|| 1 | I ‘|| “. ‘ ||| ]‘. m l|, |II 12:]0 . 15|20 | |

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (8) in "+ TIC Scan"

x104 |+ Scan (21.403-21.478 min, 14 Scans) TOX21_400034_TMS 5.D Subtract

4l 75.0 313.3

3,

21 43.1 103.0

14
29.1

ol ..‘.I.|I.‘.I. |, 1290 1711 1991 2272 2552 297.3 |
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Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Data Filename  TOX21_400034_TMS 6.D Sample Name NCGC Tox21_400034 from M07 SP109798
Position 295 Instrument Name 5975C_MR
User Name Long Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

10 5 |+ TIC Scan TOX21_400034_TMS 6.D
| 21.418 1

21 15.824
1J\1 |

07 T T T T T T T T T T T T T T )\\ T T T T T

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
74 21.411

2 15.819

o ).
o — I

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.540-7.621 min, 15 Scans) TOX21_400034_TMS 6.D Subtract
1.751 105.0
1.5
1.251
14 62.9
| 120.1
0.75 78.0
05 45.0
18.0
0.25- 38.9 91.0
| ||‘ |I|‘|.| |‘..I Ly ..‘\‘\ | m‘\‘ ‘M | i Ll | | | | | | | | | |
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

x1037

1.4
1.2

‘I,
0.8 |
0.6 |
0.4 1
0.2-

0+

+ Scan (7.621-7.713 min, 17 Scans) TOX21_400034_TMS 6.D Subtract

29.0

35.0
ol

151 |‘I

63.9

47.0

78.
il

92.0

0

119.9 169.9

Counts vs. Mass-to-Charge (m/z)
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Spectrum Source
Peak (3) in "+ TIC Scan"

x10 4 + Scan (7.713-7.794 min, 15 Scans) TOX21_400034_TMS 6.D Subtract
N 126.0
0.81
0.6 69.0
78.0
0.4 ] 173.0
450 1.0
0.2+ 28.0 56.0
18.1 .|| .|||.| |||| 11 N 85.9 97|0 | 113.9 | 139.0 158.0
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 3 |+ Scan (8.245-8.355 min, 20 Scans) TOX21_400034_TMS 6.D Subtract

61.0

73.0

450 100.0 149.0

270 ||| wly o \H“ ‘ | 120.0 169.0 197.9

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x10 3 + Scan (15.785-15.860 min, 14 Scans) TOX21_400034_TMS 6.D Subtract
6 165.0
5 1 )
4 3.
3 52 ‘ - ,.(\
39.0
2] |
A SN I | U
118.0
0 189 \\‘ \‘ ‘\\‘ 5 ‘ ‘ M\ . \‘\ 1 ‘ . . H\ . 1590 . ‘ . . ‘
20 30 40 50 70 100 110 120 130 140 150 160 170 180
Counts vs Mass to-Charge (m/z)
Spectrum Source
Peak (6) in "+ TIC Scan"
x10 4 |+ Scan (21.385-21.461 min, 14 Scans) TOX21_400034_TMS 6.D Subtract
35’ 75.0
.5 313.3
3,
2.5
2] 43.0
1.54 : 103.0
14
0.5+ 29.0
ol M“_MM X 1??0 157.1 1851 213.1 2412 2711 297.3 |
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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